Crystallographic phasing with NMR models: an envelope approach.
X-ray crystallography and NMR are complementary tools in structural biology. However, it is often difficult to use NMR structures as search models in molecular replacement (MR) to phase crystallographic data. In this study, a new approach is reported utilizing a molecular envelope of NMR structures for MR phasing with the program FSEARCH at low resolution (about 6 Å). Several targets with both crystallographic and NMR structures available have been tested. FSEARCH was able to find the correct translation and orientation of the search model in the crystallographic unit cell, while conventional MR procedures were unsuccessful.